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Table 2. M.O. Energies, Linewidths and Populations for the NO Ion

Orbital
a  

Binding Width
c  

Dolin A Dyatkina
d  

X Local Populations
e  

x Mulliken Populations
e

Energy (V)
(eV) N2s N2p 02s 02p N2s N2p 02s 

0
2p N2s N2p 02s 

0
2p

S.6 .67 .7S

1.33 1.51 1.33

4e 7.S 1.5 .5S .02 1.13 .46 .36 1.37 .37 1. 1

3e, 11.9 1.7 1.50 .41 .42 .96 .99 .41 .76 .33 .5S

la 13.3 3 .60 .47 1.00 .15 1.26 .2S

4ai 14.5 2 .72 .37 .OS .39 .52 .11 .31 .38 .18

2e' 26.2 4 1.00 .93 .07 .50 .91 .12 .89 .89 .14

3aI  31.7 3 .85 .29 .09 .44 .32 .04 .31 .43 .13

Total 1.57 3.69 2.02 4.23 1.03 2.92 3.10 4.46 .62 3.28 2.23 4.46

l 407.5 .2

Charge N/O -.26 -.25 *1.09 -.69

'Orbitals labeled according to D3- syetry.
bxp$ binding energies given by Kosuch et. al. (19).
¢didths as estimated from XPS and XES data (19,20).
dulectrons per atom as reported by Dolin and D)yatkina (16J.

'Electrons per atom (local and Nulliken) as determined by our Xa calculations.
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